Energetic materials (EM) are used in a variety of industrial and commercial applications. From defence applications to public use in automobile airbags, EMs are encountered daily by both trained and untrained individuals. Ensuring these materials are safe for use is therefore of paramount importance. To date, many fundamental questions surrounding these materials remain poorly understood, perhaps most importantly: how easily can an EM be triggered? To answer these questions, laborious testing is required, on a case-by-case basis. The development of novel EMs is therefore very hazardous, with no a priori knowledge as to the safety of new materials, or known materials under new conditions. In the present contribution we discuss a new approach to the prediction of impact sensitivity of EMs from first principles. This model is based on a fundamental understanding of the energy transfer processes that occur within crystalline materials.
